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. MALDI-TOF mass spectra of Cys. Figure S2 . NMR spectroscopic analyses of Cys. 1 H-1 H correlation spectroscopy (COSY) (a), 1 H-13 C heteronuclear single quantum coherence (HSQC) (b).
The COSY also confirmed the clear correlation between the each protons of Cys ( Figure S1a ). In addition, the HSQC spectrum ( Figure S1b) shows that the C-6 carbon (61.2 ppm) was correlated with H-6 (3.75 ppm) and H-3,6 (3.51 ppm) protons, respectively, and the C-3 carbon (76.8 ppm) was correlated with H-3,6 (3.51 ppm) protons. Also the spectrum shows crosslinking between three peaks of H-2,5,4 and carbons (C-2, C-5, and C-4) in order. The structural analyses support the successful production of Cys from the R. trifolii TA-1. 1 H NMR experiment was performed to measure chemical shifts of atrazine by Cys upon the inclusion complexation. In the case of inclusion complex, whole protons are shifted into upfield direction. Not only a-NH proton of atrazine, but also b-NH proton is clearly shifted from 7.7205 to 7.711 ppm. In addition, H-5 proton, which correlated with b-NH of atrazine proton in the ROESY experiments, is shifted from 3.229 to 3.2245. Chemical shift changes of Cys and atrazine protons were summarized in Table S1 . The chemical shifts indicate that the protons of atrazine were surrounded by an electron density of Cys upon the inclusion complexation. This phenomenon has often been observed in typical inclusion complexation study [10, 43] . Among the protons of atrazine, the b-NH was more affected by Cys than other protons. However, Cys showed a structurally different binding mode toward atrazine in aqueous state. Specifically, Cys showed more favorable accessibility for the a-NH (ethyloamino proton) of atrazine than other moieties upon the complexation. 
